Sir,
The Committee is of the firm opinion that guidelines should not attempt to prescribe how crystallographic research is to be performed. This is strictly the prerogative of the individual investigator. Also, optimal experimental methodology will vary with time, with available facilities, and with the aims of the research.
However, a manuscript should provide the requisite information to allow referees and readers to make an informed judgment about the reliability of the reported conclusions. The amount of detail provided for this purpose should be consonant with the significance explicitly or implicitly claimed for the results presented. The following information, much of which is probably desirable in any crystallographic study claiming high accuracy, should normally be regarded as a near minimum requirement in any publication reporting quantitative charge density results.
1. A full description of basic experimental procedures, such as preparation and testing of crystal specimens, temperature control, incident radiation, scan parameters, monitoring, background determination, etc.
2. How systematic errors such as absorption, extinction, scan truncation and the like were corrected, or why such effects were considered unimportant.
3. The method used for estimating the variances of the measured structure amplitudes.
4. Internal consistency indices if symmetry-equivalent reflections were measured. 5. Evidence for the compatibility of Xray and neutron data if both were used together, particularly with regard to crystal quality and temperature.
6. The method for scaling X-ray data in the calculation of X-X or X-N maps.
7. Complete listing of (anisotropic) atomic vibration parameters, at least for non-hydrogen atoms.
8. Representative residual density maps, or summary descriptions thereof, after the highest level of refinement reported, the required number of such maps depending on the complexity of the structure. *Committee appointed by the Commission on Journals on 26 April 1983.
9. An estimate of the expected error in deformation densities and in derived quantities, with an explanation of how the errors were estimated.
10. Lists of the experimental structure amplitudes and their statistical weights should be available to the referees and submitted for deposition.
11. If theoretical calculations are reported, the nature of all approximations, basis sets, etc. should be fully specified. Contour intervals in experimental and theoretical maps should be readily comparable. J. Appl. Cryst. (1984). 17, 369-370 A sample holder for cutting single crystals along any desired X-ray oriented plane
Institut Laue-Langevin

Laboratory Notes
Recently, a device has been reported (Campos, Cardoso & Caticha-Ellis, 1983) for cutting single crystals to any desired orientation to a high accuracy. We report in this note a very simple jig for a similar purpose, which can be easily fabricated in an ordinary laboratory workshop. The method employed can be used when only moderate accuracy is desired and is suitable specifically for long metal crystal rods. The crystal can be fixed on this jig, removed from the X-ray goniometer and easily transferred to a cutting device without disturbing its orientation set by X-ray goniometry. The jig described here has been designed for a Unicam goniometer; however, suitable alterations can be made for other types. The jig has, as its base, an annular ring B (Fig. 1 ), which can be freely accommodated in the central circular housing of the goniometer. Two flat vertical supports, S, of rectangular shape are welded to this base at diametrically opposite ends and at right angles to the base plane. A rectangular flat frame, F, with horizontal V grooves in its longer sides is fitted to the top of these supports. The frame carries a pair of plates, P, having V cuts at their inner centres and sliding along their edges in the V grooves. The plane of these plates is made flush to the plane of the frame. Sliding motion of the plates is achieved by long screws, T, passed through the centres of the shorter sides of the frame and fixed to the plates. One of the flat supports of the jig is provided with a hole to fix the jig to the pedestal of the cutting wheel by a bolt. The complete jig is made of brass and weighs about 1-3 kg, providing good stability.
To use this jig, the crystal is first X-ray oriented on the goniometer so as to make the desired plane horizontal (e.g. as shown by the dashed section in Fig. 1 ). The jig is then placed over the oriented crystal on the goniometer and the sliders are slowly pushed inward until they just touch the crystal surface. The crystal is then stuck to the jig by good-quality resinous glue. Once the glue has set, the crystal is carefully freed from the goniometer head. The jig, carrying the crystal, is then removed for the cutting.
The jig is placed flat on its side on the pedestal of a diamond cutting wheel and fixed with a nut and bolt as shown in LABORATORY NOTES plane vertical. The diamond cutting wheel is held parallel to this plane and rotated in the same plane to cut the crystal.
A careful use of the jig in conjunction with the cutting operation can yield an accuracy better than the 1 ~ normally required in metallography. We have used it to obtain important crystallographic planes of InBi single crystals. 
Use of a one-dimensional positionsensitive detector with a Kratky camera
In the past five years several groups have successfully adapted Kratky cameras for use with one-dimensional position-sensitive detectors (PSDs). In this note our experience with such a system is reviewed with an emphasis on the long-term performance of the detector.
A standard Kratky camera was modified to incorporate a Technology for Energy (TEC) model 210 PSD. This PSD is a sealed detector containing typically Xe and CH 4 or CO 2. The detector makes use of RC-line encoding for position sensing and has a metal wire anode (Kopp, 1979) . The detector electronics are standard and are connected to a 1024 channel multichannel analyzer (MCA) for storage and display of the data. The MCA is interfaced to a PDP 11/60 minicomputer via standard CAMAC modules.
The modification to the Kratky camera is similar to those described by Russell, Stein, Kopp, Zedler, Hendricks & Lin (1979) and Roe, Chang, Fishkis & Curro (1981) and consists of adding to the existing camera an extended X-ray flight path with an accommodation for the PSD. The extended flight path consists of a section of 9 cm internal diameter stainless steel pipe (0.3 cm wall thickness) 40 cm long fitted with flanges to couple it to the camera and to a circular rear plate to which the detector is mounted. This plate contains a beryllium window through which the X-rays pass, supports for a tungsten beam stop inside the vacuum chamber, and exterior slides for the PSD. All interior surfaces are lined with lead sheets. The flight path also contains a port for insertion of an 55Fe source for calibration of the detector. The range of k (4rt sin0/,;, where 20 is the scattering angle and 2 the X-ray wavelength) accessible is 0-012 to 0.41 /~-t for Cu K:( radiation. A longer flight path (a 20 cm internal diameter x 92.1 cm stainless steel tube) can be inserted between the short flight path and the detector to increase the sample-to-detector distance and reduce the minimum k to 0-006 A-~.
This modification yields a workable instrument; however, the utility of the camera is marred by the slow degradation of the PSD sensitivity with time. Detector sensitivity is measured by uniformly illuminating the entire detector with an 55Fe source. The resulting intensity pattern from a new detector is slightly saddle shaped but is nearly uniform over the entire length of the detector. Unfortunately, exposure to high X-ray fluxes gradually decomposes the organic component of the detector fillgas and the resulting decomposition products coat the detector wire. As noted by Russell et al. (1979) , this nonuniform coating creates local changes in the diameter and resistivity of the wire and thus reduces the local electric field. Consequently, X-rays detected near places contaminated by decomposition products are not fully amplified and thus are eliminated by the electronic energy discriminator. The net result is an apparently lower count rate in the damaged regions.
Although the detector is gradually damaged during use, reliable scattering data can be obtained by correcting the observed scattering for the detector inhomogeneities by simply dividing each measured intensity value by the sensitivity value of that channel as determined with the 55Fe source. We have found this correction to be adequate as long as new sensitivity scans are made after each 10-12 h of detector use and as long as the damaged region sensitivity is greater than approximately 70% of the average sensitivity. The energy discriminator was set to pass both the Mn X-rays from the 55Fe source and the Cu X-rays from the X-ray tube. The observed energy spectrums of the two sources were similar and no changes to the detector settings were made between the calibration and data runs.
There are two ways to prolong the usable life of the detector wire in the face of fill-gas decomposition, as suggested by Russell etaL (1979) . One method is to increase the range of acceptable X-ray energies by lowering the threshold level used in the energy discrimination electronics. This enables position signals detected in the damaged portions to be recorded even though their output energy is lower than the energies of those detected in the undamaged portions. However, this remedy decreases the signal-to-noise ratio over the entire detector because stray X-rays hitting the undamaged portions of the detector are not discriminated against. The second method is to move the detector physically until an undamaged portion is present at the angular range of interest. If, as is often the case, the damaged region is the portion of the detector closest to the beam stop, the detector can simply be moved until the damaged portion is just below the beam stop. The only disadvantage is that the angular range of the detector is reduced because of the finite length of the detector wire.
To facilitate use of the camera a collection of Fortran IV-P programs was developed for use on a PDP 11/60 minicomputer. A listing of the programs and instructions for their use are available (Kaler, 1982) or from the author. The programs are highly interactive and their use considerably simplifies and streamlines analysis of the large data sets produced by the PSD. Routines for data correction, calculation of the radius of gyration, zero angle intensity and absolute intensity are available.
